Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: none 18281 measured reflections 3657 independent reflections 3210 reflections with I > 2(I) R int = 0.019 Refinement R[F 2 > 2(F 2 )] = 0.029 wR(F 2 ) = 0.092 S = 1.03 3657 reflections 316 parameters H-atom parameters constrained Á max = 0.28 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y; z À 1; (ii) x À 1; y; z; (iii) Àx; Ày þ 1; Àz þ 1.
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. Fig. 1 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.26093 (9) 0.41039 (7) 0.53299 (8) 0.0240 (2) O2 0.09160 (9) 0.23393 (6) 0.54477 (9) 0.0243 (2) F1 0.49682 (7) 0.36112 (5) 0.53619 (7) 0.0238 (2) F2 0.69999 (7) 0.39896 (6) 0.45459 (8) 
0.25233 (7) 0.50954 (6) 0.21465 (7) 0.0272 (2) F6 0.32482 (8) 0.25147 (6) 0.68712 (8) 0.0307 (2) F7 0.43936 (9) 0.29180 (7) 0.90694 (10) 0.0468 (3) F8 0.32401 (12) 0.38979 (7) 1.04497 (8) 0.0190 (7) 0.0165 (7) 0.0191 (7) −0.0013 (5) 0.0024 (5) −0.0026 (5) C2 0.0155 (6) 0.0198 (7) 0.0271 (7) 0.0012 (5) 0.0023 (5) −0.0067 (6) C3 0.0192 (7) 0.0221 (7) 0.0276 (8) −0.0051 (5) 0.0116 (6) −0.0080 (6) C4 0.0265 (7) 0.0213 (7) 0.0182 (7) −0.0052 (5) 0.0060 (6) −0.0010 (5) C5 0.0169 (6) 0.0214 (7) 0.0194 (7) −0.0009 (5) 0.0005 (5) −0.0021 (5) C6 0.0170 (6) 0.0180 (7) 0.0184 (7) −0.0021 (5) 0.0036 (5) −0.0038 (5) C7 0.0177 (6) 0.0177 (7) 0.0206 (7) −0.0008 (5) 0.0037 (5) 0.0003 (5) C8 0.0183 (6) 0.0196 (7) 0.0167 (7) −0.0009 (5) 0.0024 (5) 0.0001 (5) C9 0.0183 (6) 0.0145 (6) 0.0183 (7) 0.0023 (5) 0.0016 (5) 0.0009 (5) C10 0.0149 (6) 0.0197 (7) 0.0206 (7) 0.0024 (5) 0.0019 (5) −0.0030 (5) C11 0.0190 (6) 0.0232 (7) 0.0219 (7) 0.0023 (5) 0.0024 (5) −0.0022 (5) C12 0.0268 (8) 0.0315 (8) 0.0217 (7) 0.0067 (6) −0.0030 (6) −0.0048 (6) C13 0.0223 (7) 0.0379 (9) 0.0358 (9) 0.0000 (6) −0.0083 (6) −0.0116 (7) C14 0.0231 (8) 0.0336 (9) 0.0449 (10) −0.0102 (6) 0.0014 (7) −0.0044 (7) C15 0.0216 (7) 0.0266 (8) 0.0275 (8) −0.0029 (6) 0.0025 (6) 0.0010 (6) C16 0.0155 (6) 0.0212 (7) 0.0192 (7) 0.0008 (5) 0.0032 (5) −0.0014 (5) C17 0.0141 (6) 0.0201 (7) 0.0196 (7) −0.0014 (5) 0.0062 (5) −0.0006 (5) C18 0.0232 (7) 0.0165 (7) 0.0179 (7) −0.0032 (5) 0.0049 (5) 0.0021 (5) C19 0.0258 (7) 0.0181 (7) 0.0250 (8) −0.0019 (5) 0.0016 (6) 0.0038 (6) C20 0.0342 (8) 0.0221 (8) 0.0301 (8) −0.0071 (6) −0.0094 (6) 0.0096 (6) C23 0.0301 (7) 0.0187 (7) 0.0232 (7) −0.0025 (6) 0.0096 (6) 0.0032 (6) C22 0.0599 (11) 0.0179 (7) 0.0189 (7) −0.0071 (7) 0.0154 (7) −0.0008 (6) supplementary materials sup-5 C21 0.0597 (11) 0.0236 (8) 0.0150 (7) −0.0159 (7) −0.0044 (7) 0.0044 (6) Geometric parameters (Å, °) 
